International Journal of 


Quantum Chemistry 


Contents for Volume 68, 1998 


issue No. 1, 1998 


Theoretical and Computational Developments 
Response Functions from Fourier Component Variational Perturbation 
Theory Applied to a Time-Averaged Quasienergy 
O. Christiansen, P. Jorgensen, and C. Hattig .............-...20058 1 


Properties, Dynamics, and Electronic Structure of 

Atoms and Molecules 

Spin-Orbit and Correlation Effects in Platinum Hydride (PtH) 
M. Sjovoll, H. Fagerli, O. Gropen, J. Almléf J. Olsen, and 


Electrons-in-a-Box Model for Conjugation in Linear Carbanions 

T. Ohwada, H. Kagawa, and H. Ichikawa ............00000eeeeeeee 65 
Book Review 


“Atoms and Their Spectroscopic Properties” by V. P. Shevelko and 
“X-Ray Radiation of Highly Charged lons” by H. F. Beyer, H.-J. Kluge, 
and V. P. Shevelko 


Errata 

Density Functional Theory for Open-Shell Systems Using a Local- 

Scaling Transformation Scheme. |. Single-Density Energy Functional 
R. L. Pavlov, J. Maruani, Ya. I. Delchev, and R. McWeeny 


Density Functional Theory for Open-Shell Systems Using a Local- 
Scaling Transformation Scheme. II. Euler-Lagrange Equation for 


f(r) Versus That for p(r) 
R. L. Pavlov, F. E. Zakhariev, Ya. |. Delchev, and J. Maruani 


issue No. 2, 1998 


Theoretical and Computational Developments 
Ladder Operators in Commutator Perturbation Method 


Symmetrizing Broken Symmetry Wave Functions in Quantum 
Chemistry 


Class-Sum Products in the Symmetric Group: Combinatorial 
Interpretation of the Reduced Class Coefficients 


Block Diagonalization Problem for a Fockian Matrix of Molecule 
and Its Solution By Means of Noncommutative Rayleigh-Schrédinger 
Perturbation Theory 


Properties, Dynamics, and Electronic Structure of 

Atoms and Molecules 

Charge Transfer and Dispersion Interaction Stabilization of the 

Don Isomer of 


Properties, Dynamics, and Electronic Structure of 
Condensed Systems and Clusters 

Density Functional Crystal vs. Cluster Models as Applied to Zeolites 


Issue No. 3, 1998 


Theoretical and Computational Developments 

Analytical Evaluation of Molecular Electric and Magnetic 

Multipole Moment Integrals Over Slater-Type Orbitals 


A BSSE-Free SCF Algorithm for Intermolecular Interactions. 
IV. Generalization for Open-Shell Systems 


Picture Change and Calculations of Expectation Values in 
Approximate Relativistic Theories 


—--] 


= 


Trial Wave Functions Induced by the Minimum Mean Deviation 
from Statistical Equilibrium 


Eighth-Order Method for Accurate Computations for the Elastic 
Scattering Phase-Shift Problem 


Properties, Dynamics, and Electronic Structure of 
Atoms and Molecules 

On the Definition of the Atomic Charge. Relationship Between 
'3C NMR Chemical Shifts, Dipole Moments, and Charges in 
Saturated Hydrocarbons 


Vibration and NMR Spectra of Dihedral Fullerenes 

Issue No. 4, 1998 


Theoretical and Computational Developments 
Utilization of Deformations in Molecular Quantum Chemistry and 
Application to Density Functional Theory 


Properties, Dynamics, and Electronic Structure of 
Atoms and Molecules 
Torsional Eigenvalues of the Water Trimer on Several Ab Initio 
Potential Surfaces 
233 


Ab Initio Study of the Reaction Mechanism of Water Dissociation inio 
the lonic Species OH” and H30* 
R. Cardenas, J. Lagunez-Otero, and A. Flores-Rivero ............. 253 


Effects of Reaction Path Curvature on Reaction Dynamics and Rates: 
Reaction Path Hamiltonian Calculations for Gas-Phase Syj2 Reaction 
Cl + CHCl 

Y. Okuno 


| 


Properties, Dynamics, and Eiectronic Structure of 
Condensed Systems and Clusters 

Theoretical Study of Fullerene Derivatives: CagH, and C4oXq4 
Cluster Molecules 


Exact One-Band Model Calculation Using the Tight-Binding Method 

D. A. Mirabella, C. M. Aldao, and R. R. Deza ...............0 eee 285 
issue No. 5, 1998 


Theoretical and Computational Developments 
Multiconfigurational SCF Approach for High-Symmetry Molecules 
and Its Applications to Fullerene Trianion 


New Expansion of the Boys Function 


Direct Calculation of Long Time Correlation Functions Using an 
Optical Potential 


Properties, Dynamics, and Electronic Structure of 
Atoms and Molecules 
Comparative Study of Errors in HeH™ Interaction Energy Calculations 
A. S. Shalabi, Kh. M. Eid, M. A. Kamel, and A. A. El-Barbary ...... 329 


Molecular Structure, Dynamics, and Function of 
Biological Systems 
Use of Molecular Analogs for the Bases in DNA: Stability of 
Molecular Pairs in Gas Phase and Aqueous Media and Possible 
Role of Hydrogen Bonding 


Issue No. 6, 1998 


Theoretical and Computational Developments 
Completeness of Gaussian Orbital and Geminal Basis Sets for Linear 
Molecules in L? and in the First and Second Sobolev Spaces 


Ewald Summations in Systems with Two-Dimensional Periodicity 
F. E. Harris 


| 


Factored Wave Function for Bound S-Type States of Two-Electron 
Atomic Systems 


E. Buendia, F. J. Galvez, and A. Sarsa 405 


Properties, Dynamics, and Electronic Structure of 
Condensed Systems and Clusters 
Band Structure Study on LiBeH3_y 


Three-Dimensional Hartree-Fock Crystal-Orbital Calculations on 
Conducting Polymers: trans-Polyacetylene and Polythiophene 


| 
{ 
| 
} 
\ 
{ 
i 
| 


